Key indicators: single-crystal X-ray study; T = 295 K; mean (C-C) = 0.006 Å; R factor = 0.065; wR factor = 0.232; data-to-parameter ratio = 17.9.
Related literature
For the synthesis, structure and biological activity of 1-thiazol-2-ylpyrazoline, see: Abdel-Wahab et al. (2012) ; Dong et al. Table 1 Hydrogen-bond geometry (Å , ).
Cg1 and Cg2 are the centroids of the C1-C6 and C22-C27 benzene rings, respectively. Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz þ 1; (ii) Àx þ 1 2 ; y À 1 2 ; Àz þ 1 2 ; (iii) x À 1; y; z.
Data collection: CrysAlis PRO (Agilent, 2011); cell refinement: CrysAlis PRO; data reduction: CrysAlis PRO; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 2012) and DIAMOND (Brandenburg, 2006) ; software used to prepare material for publication: publCIF (Westrip, 2010).
Figure 1
The molecular structure of (I) showing the atom-labelling scheme and displacement ellipsoids at the 35% probability level.
Figure 2
A view of the crystal packing in projection down the a axis. The C-H···F, C-H···S and C-H···π interactions are shown as blue, orange and purple dashed lines, respectively. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
4-[5-(4-Fluorophenyl)-1-(4-phenyl-1,3-thiazol-2-yl)-4,5-dihydro-1H-pyrazol-3-yl]-5-methyl-1-(4methylphenyl)-1H-1,2,3-triazole
R int = 0.038 θ max = 27.6°, θ min = 2.9°h = −23→23 k = −10→7 l = −25→25 Refinement Refinement on F 2 Least-squares matrix: full R[F 2 > 2σ(F 2 )] = 0.065 wR(F 2 ) = 0.232 S = 1.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.53552 (5) 0.20817 (11) Symmetry codes: (i) −x+1, −y+1, −z+1; (ii) −x+1/2, y−1/2, −z+1/2; (iii) x−1, y, z.
